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(QCPE, Bloomington, Indiana 47401). 



The orbital exponents were optimized by minimizing the restricted HF energy using a scaled 
Newton-Raphson scheme in which the Hessian is evaluated numerically using analytically deter- 
mined gradients (ref. 15,16). The basis sets were optimized until the energy was stationary to at 
least 1 x 10 ~ 8 Eh and the virial ratio differed from 2 by less than 1 x 10~ 8 . While a virial ratio of 2 
is not a sufficient condition for a minimum, it is a sensitive measure of convergence in the exponent 
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The most accurate energy-optimized GTO basis sets for the first-row atoms were the (13 s 8 p) 
sets of van Duijneveldt (ref. 18), which are TZ in the valence space. (The 2 s SCF orbital is TZ in 
that three GTO functions describe this orbital. It should be noted, however, that in this basis at the 






4s 1 3cZ n+1 basis sets. Also note that p functions are required to describe the 4p orbital in molec- 



The basis set, the orbital exponents and eigenvectors for all of the basis sets optimized for this 
work are given in Tables X-CCXI. 


High quality, energy-optimized, near Hartree-Fock quality GTO basis sets are reported for 
the first-row (Li to Ne) and the third-row (K to Kr) atoms. The most accurate sets are within 4 pE# 
of the NHF energies for the first— row and within 30 pE h for the transition metal atoms. 
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Table I. Summary of atomic energies, E Hi for first-row atoms. 
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Table II. Supplementary functions for Li to F. 
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The basis specifies the parent basis set to which the supplementary functions are 



added. The energy is evaluated using the parent basis set plus the supplementary 
functions. 



Table III. Summary of atomic energies, Eh, for third-row atoms. 
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Table IV. Summary of atomic energies, Eh, for Ga to Kr. 
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Table V. Approximate energy lowering, obtained by adding an additional 

function 
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Table VI, Approximately energy balanced basis sets 
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Table VII. Energies, Eh, of transition metal 4s 1 3d n+1 and 3 d n+2 states and sup- 
plementary 3 d functions for (20s 12p 9 d) basis sets. 

4s 1 3d n+1 states 


fj_, CD^CONOOCDMNH 
HH OOtOOONiCHOOOl^ 
H-J t-r-Ht— COObCOCOOt— 
OOOOiCDCONOO^CO 

cocooocor-coooooa 



10 oo oo 
^ co 
^ N CO 
(XMO Oi 
O) 00 N 
CO CO oo 

d oo (N 

lO ^ ^ 
N OO 05 


KO ^ CM 
H ^ CO 
05 ^ O 
tO CO h* 
jo ^ 

CO N CO 

CO 05 CN 
^ ^ CO 
O i— I CM 


CO ri 00 
CM OO 05 
N CM OO 
t- CO CM 
tO CM CO 
CO OO 05) 


i — I CO OO 
00 O CO 
CO io co 



T- ^ OO ^ 

CO 05 O 05 

CO r}< o C5> t>- 

. lO O lO 

CM CO ^ ^ 

b o o o o 

-g dodo 

a 

0) 

li 

Ph 

2 

C/3 


i— I O OO t — I 05) 

to N 00 CO CO 

O CO O 05 o 

CO ^ oo O to 

to to tO CO o 

o O O O CD 

o o o o o 




00 (M CO 
OO N O 

10 CO N 
00 00 00 
O) O) Oi 

co to to 

O) O) 05 

m iO io 
In- b- 


O) OO H OO 
o tO 1— l tH 

O 0 > O i — l i — l 
lO CO CO CO 
00 OO 00 00 
CO CO CO CO 

00060606 

Tf ^F ^F ^ 
00 00 00 00 


O in- i — 1 tO 
tO OO O ^F 
(N in N N 
05 Ol 05 05 
ir— r — 

00 00 00 00 

cm cm cm <n 

^F ^F ^F -tF 

05 05 05 05 


tO -tF no 
05) OO CO 
r— I CM CO 

co to to 

iO IQ lO 
CO CO CO 

CO CO CO 
'tF -tF -tF 

000 

1 — I T — l 1 — I 


00 no CM 
to to CM 
N 00 05 
00 CO CO 
-tF 'tF 'tF 
j>- r— t-— 

05) 05) 05 
-F -F -F 

tH rH t — 1 


H no no 

o o t— 
TF no to 
m- m- m- 

t — t- — 

CO 00 00 

CM CM CM 
to to to 

CM CM CM 


OO O O iH 
CM ^ CM O 
tH CM CO CO 
00 00 00 CO 

kO to to to 

CO CO CO CO 


00 00 00 00 

CO CO CO CO 


Pp O* 
£ o> 


tO to 'tF 
to ^ ^ 
o t- t- 
CO CM CM 
OOO 

CO CD 05 


H N OO 05 
CO rH O to 
C5 10 CM 05 
CO CO CO CM 

0000 

0000 


In- to O CM 

05 05 H O 

to O In- tF 
^ ^ CO CO 
0000 
0000 


to to CO -tF to o 

CM CM to 05 05 00 

T— I rH F— In- t— CO 

^ ^ CO -tF tF -tF 

OOO OOO 


^ H to tO to tF cm 

CM CM CO CM O CO tO 

05 05 00 o cm in- co 

tF -tF -tF to to tF tF 

OOO 0000 


tF h tF -tF 

rH i — I CD 05 

to to O to 
tO tO to ''tF 
0000 


OOO OOO OOO 0000 0000 









^3 






^3 




^3 

^3 

^3 





^3 


■^3 

^3 


O 

rH 



O 

rH 

O 

O 

1 — l 

O 

O 

rH 

O 

O 

rH 


d 

00 

05 

05 

00 

05 

T— 1 

rH 

00 

05 

T— 1 

rH 

rH 

t-H 

rH 

rH 

rH 

rH 

rH 

rH 

rH 


co 


Ps 

P< 

p. 

Ps 

P< 

Pi 

Pi 

P, 

Pi 

Pi 

P| 

Ph 

Pi 

Pi 

Pi 

Pi 

Pi 

Pi 

Pi 

Pi * 

*co 

CO 

'tF 

'tF 

CO 

tF 

to 

to 

CM 

CO 

tF 

to 

CO 

tF 

to 

CO 

'tF 

to 

CO 

'tF 

to 

0) w 


rH 

1 — 1 

rH 

T i 

rH 

T 1 

rH 

rH 

1 — 1 

rH 

t-H 

rH 

H 

t— H 

rH 

rH 

rH 

1 — 1 

1 — 1 

rH 

d S 

PQ 

<0 

<0 

co 

«5 

CO 

CO 

CO 

CO 

CO 

CO 

«0 

CO 

CO 

<0 

CO 

CO 

CO 

CO 

<0 

CO 

S 0 

rH 

rH 

CM 

rH 

CM 

CO 

CO 

O 

t-H 

CM 

CO 

rH 

CM 

CO 

rH 

CM 

CO 

rH 

CM 

CO 

rH S 


CM 

CM 

CM 

CM 

CM 

CM 

CM 

CM 

CM 

CM 

CM 

CM 

CM 

CM 

CM 

CM 

CM 

CM 

CM 

CM 

Ph 






















Or 






















2 P 
rn H 























^ 05 N 05 
O 05 to 05 
00 N CM N 

to to to ^ 
0000 
0000 


rH t— I H 


O O t-H CM 



co 



£ 

rD 

bO 


M 

0 > 

0 ) 

CO 

p 

CO 

05 

’co 

05 

d 

rtf 

hQ 


H 


Pi 

• 

0 ) 


H 

0 ) 

d 

nd 

CX TJ 

<v 

d 

rtf 

05 

H 

Pi 

CO 

d 

V 

CO 

4 h 

’u 

p 

.2 

V 

Pi 

V 3 

0 

CO 

p 

CO 

p 


<-H 

’co 


d 


r"P 

Pi 

d 

05 


rP 

P 

H 

0 ) 

P 

d 

P 


plus the supplementary functions. 



Table IX. Supplementary functions for K, Ca and Ga to Br. 
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Table X. He 3 P (10,s3p) basis set, orbital energies and eigenvectors. Energy^#) 
-2.130650 
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Table XI. He 3 P (10.s4;>) basis set, orbital energies and eigenvectors. Energy(£jc/) 
= -2.131272 
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Table XII. He 3 P (10s5p) basis set, orbital energies and eigenvectors. Ener.gy(T?if ) 
= -2.131398 
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Table XIII. He 3 P (I0.s6£>) basis set, orbital energies and eigenvectors. Energy^#) 
= -2.131424 


<U 

o 

P 

Ph 


CO 

CO 


to 

CM 

03 

00 

CO 

o 


CM 

1 — 1 

rH 

b- 


O 

03 

CM 

CO 

CM 

t“H 

to 


CO 

b- 

rH 

00 


CM 

CM 

to 

O 

r— t 

<v 

to 


CO 


03 

CM 

o 


o 


to 


00 

o 

to 

00 

00 

CO 

to 

t- 

o 


CO 

CO 


CO 

o 

o 

CM 

o 

CO 

03 

to 

T— 1 

CM 

03 

P 

Ph 

w 

rH 

CO 

to 

to 

o 

00 

CO 

CO 

o 

o 

o 

rH 

co 

o 

to 

o 

a> 

CO 

Ph CO 

o 

CM 

03 

03 

o 

CO 


o 

o 

o 

p 

p 

r— 1 

CM 

TJJ 

CM 

p 

CM rH 

p 

O 

O 

CM 

to 

CM 

H 

o 

o 

o 

o 

o 

o 

o 

o 

O 

C3 

Ph 

O 

I 

o 

O 

o 

o 

o 

o 


CO 

<N 


H> 

CO 

00 

CO 

CO 

o 

1 — 1 


to 

to 


t3 

03 

CO 

CO 

to 

CM 

CO 

p 

i — i 


03 

o 

oo 


o 

03 

03 

03 

P 


co 

to 

IH 

CM 

o 

<D 

CM 


to 

oo 

1 — i 

to 

00 

CO 

M 4 

CO 

<u 

to 

CO 

O 

co 

co 

iH 

P 

03 

CO 

CO 

co 

o 

CO 

o 


o 

to 

CM 

i — i 

P 

CO 


to 

co 


00 

O 

o 

CO 

00 

00 

p 

03 

IH 


rH 

to 

O 

CO 

co 


rH 


H 

Ph 

X 

H 

rH 

CO 

o 

co 

03 

MH 

rH 

Ph 

W 

w 

03 

rH 

CO 

rH 

O 

o 

to 

00 

1 — 1 

to 

1 — f 

co 

CM 

o 

O 

O 

M 4 

rH 

o 

o 

o 

o 



Table XIV. He 3 P (10.s7p) basis set, orbital energies and eigenvectors. Energy(Ej/) 
= -2.131430 
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Table XV. He 3 P (10.s8p) basis set, orbital energies and eigenvectors. Energy(J5//) 
= -2.131432 
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Table XVI. He 3 P (10s9p) basis set, orbital energies and eigenvectors. Energy (J?») 

= -2.131432 
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Table XVII. He 3 P (ll.s9p) basis set, orbital energies and eigenvectors. Energy^#) 
= -2.131435 
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Table XVIII. Li 2 S (13s) basis set. Energy (Eh) — —7.432716 
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Table XIX. Li 2 S (14s) basis set. Energy(£ H ) = -7.432723 
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Table XX. Li 2 S (155) basis set. Energy (Eh) = —7.432725 
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Table XXI. Li 2 S (16s) basis set. Energy(jE?#) = —7.432726 
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Table XXII. Li 2 S (17s) basis set. Energy^#) = —7.432726 
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Table XXIII. Li 2 S (18s) basis set. Energy^#) = —7.432727 
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Table XXIV. Li 2 P (10s3p) basis set, orbital energies and eigenvectors. Energy^#) 
= -7.364248 
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Table XXV. Li 2 P (10.94p) basis set, orbital energies and eigenvectors. Energy^#) 
= - 7.364866 
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Table XXVI. Li 2 P (10.s5p) basis set, orbital energies and eigenvectors. Energy {Eh) 
= -7.365009 
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Table XXVII. Li 2 P (10s6p) basis set, orbital energies and eigenvectors. 
Energy(En) = —7.365042 
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Table XXVIII. Li 2 P (10.s7p) basis set, orbital energies and eigenvectors. 
Energy(^n) = —7.365050 
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Table XXIX. Li 2 P (10s8p) basis set, orbital energies and eigenvectors. Energy^#) 
= -7.365052 
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Table XXX. Li 2 P (10s9p) basis set, orbital energies and eigenvectors. Energy(j?#) 
= -7.365053 
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Table XXXI. Li 2 P (ll.s9p) basis set, orbital energies and eigenvectors. Energy(J?n) 
= -7.365063 
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Table XXXII. Li 2 P (12s9p) basis set, orbital energies and eigenvectors. 
Energy(£ , H) = —7.365067 
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Table XXXIII. Li 2 P (13.s9p) basis set, orbital energies and eigenvectors. 
Energy (Eh) — —7.365068 
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Table XXXIV. Li 2 P (14slOp) basis set, orbital energies and eigenvectors. 
Energy(Pn) = —7.365069 
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Table XXXV. Be 1 5 (13s) basis set. Energy(2?/f ) = —14.573000 
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Table XXXVI. Be x 5 (14s) basis set. Energy(E H ) = -14.573012 
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Table XXXVII. Be 1 S (15s) basis set. Energy(£’j/) = —14.573017 


00 MOONNCIONCNOONOOWOOiOO 
CO Or-HOOr-OOlOt-r-rHiOt^OCN 
CN OOO^^CDCNQOOOCOOOO^O 

o ooooT-n^fOr-tco^ococooco 
wo OOOOOOrHCOCOOCMCNCOCOO 
<M CO OOOOOOOOOr-Hr-HOCOlCrH 

o ooooooooooooooo 


r- 


COrHOOr-iOt^^OCNT-HOOOOCO 
CO 1— IOCMCMCOI>-0001““<I>-000^0^ 
CO O i — I tQ (M O CO OO O i — i CN O O 00 O CV] 
V CN OOOCNOObOO^ — I Cl M ^ ^ CO i — IO 
U wcOOOOOOCSCOCOOCOi-HCSOOO 
«3 r-HO- OOOOOOOi^^COC^OOOO 

^ ^dodddddddddddod 




Table XXXVIII. Be *5 (16a) basis set. Energy(£ H ) = -14.573021 
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Table XXXIX. Be 1 S (17s) basis set. Energy(.Eff) = —14.573022 
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Table XL. Be 3 5 (18s) basis set. Energy (2?#) = —14.573023 
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Table XLI. Be 3 P (13s3p) basis set, orbital energies and eigenvectors. Energy(Pn) 
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Table XLII. Be 3 P (13.s4p) basis set, orbital energies and eigenvectors. Energy(J5n) 
= -14.510914 
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Table XLIII. Be 3 P (13s5p) basis set, orbital energies and eigenvectors. 
Energy (E H ) = -14.511351 
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Table XLIV. Be 3 P (13s6p) basis set, orbital energies and eigenvectors. 
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Table XLV. Be 3 P (13s7p) basis set, orbital energies and eigenvectors. Energy^#) 
= -14.511475 
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Table XLVI. Be 3 P (13s8p) basis set, orbital energies and eigenvectors. Energy^#) 
= -14.511481 
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Table XLVII. Be 3 P (13s9p) basis set, orbital energies and eigenvectors. 
Energy(Pn) = —14.511482 
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Table XLVIII. Be 3 P (14s9p) basis set, orbital energies and eigenvectors. 
Energy(ibf) — —14.511493 
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Table XLIX. Be 3 P (15s9p) basis set, orbital energies and eigenvectors. 
Energy(Pn) = —14.511497 
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Table L. Be 3 P (16s9p) basis set, orbital energies and eigenvectors. Energy.(Pn) 
-14.511499 
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Table LI. Be 3 P (17sl0;>) basis set, orbital energies and eigenvectors. Energy(Pn) 
= -14.511501 
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Table LII. B 2 P (13.s8p) basis set. Energy (Eh) — —24.529017 
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Table LIII. B 2 P (14.s9p) basis set. Energy(JEJ^) = —24.529040 
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Table LIV. B 2 P (15sl0p) basis set. Energ y(Eu) = —24.529052 
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Table LV. B 2 P (16sllp) basis set. Energy(JE^H) = —24.529057 
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Table LVI. B 2 P (17sl2p) basis set. Energy(E H ) = -24.529059 
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Table LVII. B 2 P (18sl3p) basis set. Energy^#) = —24.529060 
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Table LVIII. C 3 P (13,s8p) basis set. Energy (Eh) = —37.688543 
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Table LIX. C 3 P (14s9p) basis set. Energy(i?ff) = —37.688585 


tO tOCOOOCOrHTHlHOtOCMOOOOOCO 
1— i OC0Q005t0Q0C000O00C0C0I>-C0 
co oor-Ht'-ooot'-or-^cocnor- 1 

tO OOOOCM05^00tOtOiH^rHTH 
WO OOOOOOCNlOO^CO^COOO 
CN N OOOOOOOOrHi-HOOOiOCS 

d dddddddddddddd 


On 

VO 



o 

CM 

oo 

to 

to 

05 

o 

CO 

o 

to 

T i 

oo 


CO 

CM 

00 

05 

CO 

05 


05 


CM 

1- 

05 


o 

CM 

CO 

00 

rH 

o 

00 

t- 


CO 

CO 

05 

CM 

CM 

to 

CM 

CO 

o 

05 


rH 

CO 

IH 

o 

CM 


to 

O 

rH 

00 


CO 

CO 

t*- 


to 

c- 

CM 

oo 


o 

CO 

CO 

00 

CO 

CM 

TF 


to 

to 

CO 


tO 

o 

o 

o 

00 

CO 

1 — 1 

05 


o 

CO 


CM 

O 

o 

CO 

o 

CM 

CO 

00 

CO 


00 

rH 

IH 


cm 

o 

o 

o 

o 

rH 


o 

CO 

co 

o 

00 

O 

O 

o 

a 00 

o 

o 

rH 


CO 

CO 

CO 

rH 

05 

y ^ 

CO 

o 

o 

p 

o 

o 

o 

rH 

CM 

CO 

CO 

o 

© 

O 

o 

CM ^ 

p 

o 

© 

p 

iH 

CM 

CO 

CO 

p 

CD 

a 

fD 

rH 
t — 1 

d 

d 

d 

d 

d 

d 

d 

d 

d 

d 

d 

d 

d 

d 

o 

1 

d 

d 

d 

d 

d 

o 

d 

d 

d 


a; 

o 

c3 

a 

w 

a 



V 

Pi 

o 

a 




H 


ICCNNIOOOOOM^ 

COOOOCOIOCOIO^M 

NIOCDOOC^IIOO(MH 

oooooooor-CNi — ioo 

•^COOtHlOIHCOCO 

Scqco c ? c ? c 9 e ^ r ^P 
i-t ^ i— i to cm o o o o 



Table LX. C 3 P (15.sl0p) basis set. Energy ( P h ) = —37.688605 
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Table LXI. C 3 P ( 16^1 lj>) basis set. Energy(Pfj) — —37.688613 
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Table LXII. C 3 P (17sl2p) basis set. Energy^#) = —37.688616 
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Table LXIII. C 3 P (18-sl3jE>) basis set. Energy^#) = —37.688618 
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Table LXIV. N 4 5 (13s8p) basis set. Energy(£ H ) = -54.400811 
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Table LXV. N 4 5 (14.s9p) basis set. Energy (Eh) — —54.400883 
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Table LXVI. N 4 S (15310?) basis set. Energy (B H ) = -54.400914 
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Table LXVII. N 4 S (I 65 II 7 )) basis set. Energy(Ef/) = —54.400926 
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Table LXVIII. N 4 S (17sl2p) basis set. Energy(-E/f) — —54.400931 
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Table LXIX. N 4 5 (18sl3p) basis set. Energy (Eh) — —54.400933 
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Table LXX. 0 3 P (13s8p) basis set. Energy^#) = —74.809202 
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Table LXXI. O 3 P (14s9p) basis set. Energy(E H ) = -74.809322 
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Table LXXII. O 3 P (15.sl0p) basis set. Energy(Pn) = —74.809369 
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Table LXXIII. O 3 P (16sllp) basis set. Energy(Z?H) •= —74.809387 
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Table LXXIV. 0 3 P (17sl2p) basis set. Energy^#) = —74.809393 
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Table LXXV. 0 3 P (18sl3p) basis set. Energy (Eh) = —74.809396 
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Table LXXVI. F 2 P (13s8p) basis set. Energy(i?H) = —99.409055 
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Table LXXVII. F 2 P (14s9p) basis set. Energy(.Ej/) = —99.409239 
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Table LXXVIII. F 2 P (15sl0p) basis set. Energy^#) = —99.409308 
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Table LXXIX. F 2 P (16,sllp) basis set. Energy(£?//) = —99.409333 
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Table LXXX. F 2 P (17sl2p) basis set. Energy(Pj/) = —99.409342 


CM i — l iO CD 05 

CO O O CM O 

XO O O O r-H 

CM o O O O 

W 1>- o o o o 

CM kO O O O O 

H o o o o 

1 I I I I 


00 O) N OO to O 

05 0)^0) 00 ^ 

00 CM 00 ^ CD 00 

O rH CO O uo 40 

O O O i — I CM tO 

o o o o o o 

o o o o o o 


CO O lO CO O) H CO 

00 CD OO IO Tf» 1— I CD 

(M CO O) H ID h O 

o o co oo> CO o OO 

O CO N OO 1C i — I O 

i — I i — l CD t— I Tf* rH 

O O O O O O CD 



lO lODHhCO^OOD^ 
rH COOCOC^rHCOrHOOCO 
O OCONCSCO^lOCOlO 
O OOrHt-^CO^OOOO 
rs CO OOOOCMCO^COCD 
OOOOOOrHCMCM 

o ooooooooo 


o 

o\ 


05 i — i i — I 
CO 00 00 
i — l oo> lO 
H CD 00 
00 CO CO 
CM rH o 

o d o 


<u 

o 

Oh 

w 

a 


-4-5 

PJ 

a 

o 

a 




w 


OONNCDCO^NOOONCOCD 

HHDMCnDNNQOlCND 

r-iOCMOOrHLOCDCOCMt-Ot- 


•COOOt-COtOCDOOODOOCO 

^.••lOOOCOOCMCNICDCOO 


i — ICOi — I xt 1 CM CD ^ (M i — lOOO 



Table LXXXI. F 2 P (18sl3p) basis set. Energy^#) = —99.409346 
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Table LXXXII. Ne 1 S (13s8p) basis set. Energy^#) = —128.546677 
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Table LXXXIII. Ne 1 S (14s9p) basis set. Energy^#) = —128.546946 
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Table LXXXIV. Ne 1 S (15sl0p) basis set. Energy^//) = —128.547042 
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Table LXXXV. Ne 1 S (16sllp) basis set. Energy^#) = —128.547076 
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Table LXXXVIII. K 2 S ( 20sl2p ) basis set. Energy (E H ) = -599.164579 
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Table XC. K 2 5 (21sl3p) basis set. Energy^# ) = —599.164704 
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Table XCI. K 2 5 (22.sl4p) basis set. Energy(.E#) = —599.164751 
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Table XCII. K 2 S (23sl5p) basis set. Energy(E H ) = -599.164771 
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Table XCIII. K 2 S' (23sl6p) basis set. Energy^#) = —599.164776 
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Table XCIV. K 2 S (24sl5p) basis set. Energy(£n) = -599.164772 
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Table XCV. K 2 S (25sl6p) basis set. Energy(i?j/) = —599.164780 
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Table XCVI. Ca 1 S (20sl2p) basis set. Energy^# ) = —676.757915 
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Table XCVII. Ca 1 S (21sl3p) basis set. Energy^#) = —676.758079 
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Table XCVIII. Ca 1 S (22sl4p) basis set. Energy(i?//) = —676.758140 
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Table XCIX. Ca 1 S (22sl6p) basis set. Energy^#) = —676.758148 
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Table C. Ca 1 5 (23sl5p) basis set. Energy^#) = —676.758166 
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Table CL Ca 1 S (23sl6p) basis set. Energy^#) = —676.758166 
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Table CII. Sc 2 D ( 22sl6p8d ) basis set. Energy^#) = —759.735649 
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Table CIII. Sc 2 D (23.sl6p8d) basis set. Energy(Ejf) = —759.735661 
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Table CIV. Sc 2 D ( 21 -sl 3 p 8 d) basis set. Energy^#) = — 759.735562 
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Table CV. Sc 2 D ( 20sl2p9d ) basis set. Energy(.Etf) = —759.735416 
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Table CVI. Sc 2 D (21sl4p9d) basis set. Energy(Ej/) = —759.735629 
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Table CVII. Sc 2 D ( 22sl4p9d ) basis set. Energy(.E#) = —759.735658 
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Table CXI. Sc 2 D ( 23sl6p8d ) basis set. Energy(jE5ff) = —759.735661 
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Table CXII. Ti 3 F ( 20sl2p9d ) basis set. Energy (E H ) = -848.405659 
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Table CXIII. Ti 3 F (21sl3p8<f) basis set. Energy(£ 1 //) = —848.405786 
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Table CXIV. Ti 3 F ( 22sUp9d ) basis set. Energy^) = -848.405920 
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Table CXVII. Ti 3 F (23sl6p8d) basis set. Energy(jEf/) = —848.405893 
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Table CXVIII. V 4 F ( 20sl2p9d ) basis set. Energy(£ H ) = -942.883959 
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Table CXlX. V 4 F (20sl2p8d) basis set. Energy(_E/f) = —942.883854 
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Table CXX. V A F (21.sl3p9c£) basis set. Energy(I£jy) = —942.884163 
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Table CXXI. V 4 F {22sUplOd) basis set. Energy(£ H ) = -942.884269 
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Table CXXII. V 4 F ( 22sl5pl0d ) basis set. Energy(£ H ) = -942.884286 
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Table CXXIII. V 4 F ( 22sl5p8d ) basis set. Energy^#) = —942.884153 
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Table CXXIV. V 4 F (23sl5plld) basis set. Energy (E H ) = -942.884309 
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Table CXXVI. Cr 7 S (20sl2p9d) basis set. Energy(£ H ) = -1043.355952 . 
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Table CXXVII. Cr 7 S ( 22sUpl0d . ) basis set. Energy(£ H ) = -1043.356280 
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Table CXXIX. Cr 5 D ( 20sl2p9d ) basis set. Energy(£ H ) = -1043.309392 
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Table CXXXI. Cr 5 D (22sl4pl0<7) basis set. Energy(£Jjj) — —1043.309739 
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Table CXXXII. Cr 5 D (22slbplld) basis set. Energy^) = -1043.309769 
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Table CXXXIII. Cr 5 D ( 22sl5pSd ) basis set. Energy(Ejj) = —1043.309557 
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Table CXXXIV. Cr 5 D (23sl5plld) basis set. Energy(£ H ) = -1043.309786 
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Table CXXXVIII. Mn 6 5 (21sl3pl0d) basis set. Energy^#) = —1149.866071 
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Table CXXXIX. Mn 6 5 (22sl4plO<Z) basis set. Energy(.Ef/) = —1149.866161 
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Table CXL. Mn 6 S' (22sl5pUd) basis set. Energy(E H ) = -1149.866197 
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Table CXLI. Mn 6 S ( 23 sl 5 plld) basis set. Energy(i?//) = — 1149.866215 . 
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Table CXLII. Mn 6 5 (23sl6p8<i) basis set. Energy^# ) = —1149.865928 
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Table CXLIII. Mn 6 S (24sl6pl2d.) basis set. Energy^#) = —1149.866235 
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Table CXLIV. Fe 5 D ( 20sl2p9d ) basis set. Energy(E H ) = -1262.443122 


CO OOOCOCOCM^OOtO 
r-4 OOOOiH^CMCMtO 
00 OOOOOOrHCOlH 

<2 no ooooooooo 
^ CM ooooooooo 

o ooooooooo 


rH OO O OO t— I ^ CD 00 O 
CM O O CO i — lOOOCMr— I 
CO OOOrHCOObOOCOCM 
Ob OOOOOrHLOiOvO 
WCOOOOOOOOHCO 
CO H OOOOOOOOO 

^ OOOOOOOOO 


tHtOObOOCbObtOCOCMtO^ 
NOCOHOONOONiOOlO 
CMObOCDO^rHCOlHaOO 
TfCO^OOOOOOOOCO 
i — I i — I CD <0 i — < CO CN *D tH IH CD 
OOOOtHOCMCMCOiOCM 

ooooooooooo 


tOCMCOCOtO^COrH^OCO 

MiOOOOOCOiOCOCOMCDfM 

COOOOOtOObtHObObCOiHCM 

CONHOIOMCSOJHOO 

OOOCOrFtH^COOOO 

ooooooooooo 


OCOOOO^OCMObOO 
ObOCMOiOlO^rHOO 
CO O O t— l ^ to CO CD oo 
0) tOOOOOrHtOtOO 

y w COOOOOOOtH^ 
^ Ol OOOOOOOO 

W I^CZJOOOOOOO 


OObt^^^HCOO^ 
O O CO lO CJ) rl lO ^ CO 
CO OOCO^^COIOO 
CO OOOt — i lO I> Ol fO 
IH OOOOOH^CN 
w CO OOOOOOOrH 

^ T-H 0000C3000 
CD 

CM 


NNHOOCOCOlOCOlOCOHH 

OCOOOIOOJ>-O^OOCN1 

ObObObOb^HCO^CM^COH 

CMOOOCOtOtOCMCMCMOOO 

ObCOOb^rHOObOOOOO 

OrHrHototqoooooo 

cdcdcdcdcdcdoooocdcd 


OlONOiOCOOOOlOlO^H 
CNiO^^HOOOOOHOOO 
Ob OO tH IH t — I rH O O O O O O 
^tOb-COOOOOOOOO 
CMCOCMOOOOOOOOO 

OOOOOOOOOOOO 



w 


CO CM Ob 
CM ^ OO H 

co co o co 

H CO N to 
CO "'sp T— * 
^ CD rH 


tH O CD CO 
IH tO ^ 

* r- ih o 

' • • CO 

O tO CM . 
tO O i-H CM 
CO Ob o o 
rH rH b** 


tO Ob H CD 
CD Ob Ob O 
O Ob O to 
00 OO CO CM 

^ to *n 
^ to CM CM 
CO i — l N CO 


CM CO CO H 
CO OO CM N 
N ^ (N ^ 
CD CO CM 00 
CD O iH to 

to ^ 

H 1> CO rH 


^ N CO O 
H tO 00 ^ 
Oi N iO ^ 

CO CD O rH 
00 ^ tH CO 
CD H O O 

dodo 


0) 

u 

cd 

Oi 


w 




V 

0 

cd 

01 
in 

Ph 



o 

to 

Cb 

o 

co 

CD 

H 

CD 

tH 

IH 






OO 


to 

rH 

rH 

O 

CO 

IH 

CD 

co 






tH 

Ob 

O 

to 

o 

CD 

CM 

IH 

00 

CO 






CD 

o 

OO 

CD 

1 — * 

CM 

Ob 


Ob 






nj 


o 

o 

CO 

rH 

CO 

CM 

CO 

CM 

IH 





CO 

CD 

o 

o 

O 

i — f 

CM 

CO 

CO 

CM 

o 






O 

i 

o 

o 

cd 

cd 

O 

cd 

cd 

cd 

cd 





H 


OO 

CD 



CO 

CM 

CM 

to 

tH 





Ph 


00 

IH 

rH 

rH 

to 

CM 


00 

to 





<D 


CD 

Ob 

CO 

CD 

CD 

CD 

CM 

CD 

CD 





6 


co 

Ob 

IH 

CO 

Ob 

to 

to 

CM 

CD 





O 


K_ 

Ob 

H 


iH 

CM 


o 

to 





O, 

bd 


JH 

H 



cd 

CD 

rH 

Ob 


tH 





rr 

w 


CM 

CD 

CM 

1 — 1 


CM 

cd 

cd 

cd 






Tt« 


CM 

CD 

Ob 


00 

to 

co 

co 


rH 

Ob 



00 

CD 

CD 

tO 

o 

00 


to 


o 

00 

tO 

to 



o 

O 

to 

rH 

1 — 1 

CM 

00 

o 

Ob 

IH 


to 

CO 

r— 1 


CM 

O 

o 

CO 

CO 

CM 

Ob 

CM 


t — 1 

Ob 

00 

1H 


a, 


O 

o 

o 

1 — 1 


Ob 

CD 

i — i 

00 

IH 

o 

Ob 


tn 

o 

o 

o 

o 

O 

o 

1 — j 

rH 

tH 



o 


CO 

CM 

1 

cd 

1 

cd 

1 

cd 

1 

cd 

1 

cd 

1 

cd 

1 

cd 

1 

cd 

I 

cd 

cd 

cd 

cd 



o 

IH 

iH 

Ob 

CO 

CM 

CD 


i — i 

o 

co 

to 

i-- 



IH 

IH 

to 

CO 

00 

O 



CD 

IH 

co 

00 

H 



to 

rH 

to 

CD 


00 

to 

CD 

Ob 

t- 

00 

CM 

O 



CO 

O 

1 — ! 

00 

to 

o 

rH 

H 

Ob 

H 

CO 

H 

o 



1 — 1 

o 

o 

o 

CO 

tH 

to 

00 

O 

00 

o 

o 

o 


Oh 


o 

o 

o 

o 

rH 

CM 

CO 

CO 

o 

o 

o 

o 


CM 

IH 

o 

o 

cd 

cd 

cd 

cd 

cd 

cd 

cd 

cd 

cd 

cd 



CM 

1 












! 


~+-3 


Ob 

CD 

o 


to 

o 

rH 

to 

t — i 

o 

rH 

co 


Ph 


00 

CM 

OO 

tO 


CM 

IH 

00 

IH 

o 

o 



V 



rH 

CM 

o 

rH 

Ob 

Ob 

00 

CO 

to 

CM 

CM 


3 


* 

Ob 

CM 

OO 

CD 

CM 

CD 

to 


o 

1 — i 

CO 

iH 

i — i 


o 

a 


1 1 

CM 

IH 

cd 

Ob 

CD 

CM 

CM 

td 

00 

CM 

o 

cd 

CM 

CD 

^r 1 

to 

i — ! 
1 — 1 

Ob 

Ob 

CO 


rS 

W 


IH 

T — 1 

to 

CM 

Ob 


CM 

Ob 


CM 

cd 

cd 





Table CXLV. Fe 5 D (21sl3pl(M) basis set. Energy (E H ) = -1262.443462 
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Table CXLVI. Fe 5 D (22sl4pl0d) basis set. Energy^#) = —1262.443559 
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Table CXLVII. Fe 5 D (22sl5plld) basis set. Energy(£ H ) = -1262.443604 
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Table CXLVIII. Fe 5 D (23sl5plld) basis set. Energy (E H ) = -1262.443623 
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Table CXLIX. Fe 5 D (23sl6p8d) basis set. Energy(E H ) = -1262.443211 
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Table CL. Fe 5 D (24sl6pl2d) basis set. Energy (Eh) = —1262.443647 
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Table CLI. Co 4 F (20sl2p9d) basis set. Energy^#) = —1381.413937 
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Table CLII. Co 4 F (19sl2p8d) basis set. Energy (.Eh) = —1381.413447 
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Table CLIII. Co 4 F ( 20sl2p8d ) basis set. Energy(E H ) = -1381.413522 
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Table CLIV. Co 4 F ( 20sl3p8d ) basis set. Energy (E H ) = -1381.413689 
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Table CLV. Co A F (21*13pl0d) basis set. Energy(£ H ) = -1381.414325 
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Table CLVI. Co 4 F (21sl4p8d) basis set. Energy (Eh) = —1381.413854 
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Table CLVII. Co 4 F ( 22sUpl0d ) basis set. Energy(£ H ) = -1381.414429 
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Table CLVIII. Co 4 F ( 22sl5plld ) basis set. Energy (Eh) = -1381.414484 
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Table CLIX. Co i F (23sl5plld) basis set. Energy(E H ) = -1381.414504 
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Table CLX. Co 4 F (22sl5p8d) basis set. Energy(£ H ) = -1381.413922 
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Table CLXI. Co A F (23sl6p8d) basis set. Energy(£ H ) = -1381.413951 
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Table CLXII. Co 4 F ( 24sl6 P 12d ) basis set. Energy (E H ) = -1381.414532 
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Table CLXIII. Ni 3 F (19sl3p8</) basis set. Energy(£ H ) = -1506.869768 
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Table CLXIV. Ni 3 F ( 20sl2p8d ) basis set. Energy (E H ) = -1506.869674 


O 

T— I 

CO 

C /3 |>- 

^ CM 
O 


O M OO iO 00 CO 00 

O O O CO CM i — i i — 1 

O O O O 1— I CM 

O O O O O O rH 

o o o o o o o 

o o o o o o © 

o o o o o o o 


^ ^ ^ CO O 00 
fq CO H ri (M W 

04 t— t 05 © b- 

M N ^ CO CO Oi 
o O rH r- I O CO 

o o © © © © 
666066 


kO co 10 00 00 CO CO 

00 N 00 10 to 00 O) 

OOtOONONCO 
CO H 1 — I lO ^ O N 

O ^ CN OO H N CO 

h o cq cq co to cs 

0666066 


CM T—iOOOOOCOOOOkO^ 
kO ©O^ft'-rHOt^'^© 
OOOt— 1 CO O 00 to 00 
j>- ©OO©OCMk 0 kCk 0 
woo OOOOOOOr- HCO 

CO 00 000000000 

^ OOOOOCDOOO 


lOOOONNtOiOO^CO^ 
COt^05 05CO'^i>-rHi>-005 

cocooommnhco^cooo 

NOOOtOH^OOOiONH 

COOOrHrHCO^COOOrH©© 

o O O CO rH £*— CO © © © 

66666666000 


o COOOO^HtOOOOCO 
kO O (NOIOIO^COON 
rf OOl — 1 ^ CO 00 CD O) CO 
<0 t-OOOOi— ikOiOOCO 

u OOOOOOt-h^O 

^05 000000000 

^ N066666606 


0505C0CMO5©CO©©CM© 

NtOCMOO^iOCOOOlOtCH 

CON^COOO^CMt-8^COH 

ococooqcoH(Mcqooo 

r-o-^r-iooooooo 

t— I t — lOkOkOOOOOOO 

66660666660 


O © I>- rH O O 
0 ,0 co to 00 CD 
t- o o CO ^ CO 
00 o O o rH kO 
rH OOOOO 
w CO OOOOO 

rH k6 6 6 6 6 6 

o 

CO 


^cococoooohn 

rH rH rH 04 rH CO H 
hOlMOOOOOOOH 
H^CS^tONCOO 
© © H 04 CO 04 © © 

66666666 


CO rH I s — kO rH O CM 

H 00 t- ^ to ^ H 

05 00 CO rH © © © 

rH O O O O O O 

OOOOOOO 
© © © © © © © 

6 6 6 6 6 6 6 


•COt-NCO^NtOOOHOOOdOOJCOCOQtOlM 

^•JlNOOlOOOiWCOhNOqNOMtOCOMH 

2PS^^tO^OMCDtO)(NM<NCO^OOOO^N 

SfcS;$?°o„: f jcar^ocor-.ooo'^aiCT>Tt< 

O O O CO O 00 r— . . •cnHHNrqr« 0 cnNCO 

^coinnoococonco^i^^^^SSShoo 

OtONOOtONfNWOOO^OOOO^^^.... 

^I^^^T-HkOCNO^rHOOCOrHOOCOrHOOOO 


c$ 

ft 

CO 

r_ a 


Tjt C 1 CO(MOO)COCO(N 
^ OOOO^HiOCCiMO) 
kO 04 05 O h OO t — 1 05 > 

COMN^COtCTfCOlO 
"TOO OHhOiCSCONO 
CO N © © © rH CO CO (N H 

©©©©©©©©© 


COOtOtO^N^OO 

OOiHkONCqNO 

(NOOCOtOCOtOH^ 

O^COCOOOOMtO 


•a^^cocoo)H 


H kO rH OO CO rH CD 


00 ^(MWOOO^HHNHOOO 
o CO CO CD OO OO <M CO OO CO CO tO CO 
CO OtOHHNOOOO^NtONCD 
|>- OOCOCOC^HtO^OOHlNkO 
[>- OOOrHr^OCOrHOOOOOO 
ft CM O O O O O rH H rH rH © 

=° c 6 ©©©©©©©©©©©© 


o cocohnoncohnocon 

kO MNOtOCOtOHNOM^CO 
V co rH kO kO O O CO CO CO 10 rH co o 

U r -lOrHQ0k0©rHCM05t s — ^rH© 

5 T^OOOC0rHk000OCX)OOO 

ft ftOT) ©©©©t-hCMCOCO©©©© 

” ^6 666666666666 

CO I 



kO 

00 

CM 

00 

CM 

kO 

l>- 

00 

CO 

05 

CM 

00 

ri 

rH 

co 

CO 

00 

t-H 

kO 

t- 

05 

kO 

00 

05 

co 

V 

1>- 

CM 

00 

T t 

t— 

t— 

CM 

co 

cn 

kO 

CM 

CO 

Ch 


CO 

kq 

rH 

OO 

rH 

0 

CO 

00 

r— 

00 

0 

1 — 1 

O 

CO 

05 

05 

kO 


CO 

co 

CO 

ft 

O 

t>- 


00 


kO 

t-H 


H 

t-H 

rH 

0 

CO 

rH 

0 

CO 

t-H 


O 

CO 

r- 

CM 

rH 

kO 

CM 

rH 

kO 

CM 

rH 

© 





Table CLXV. Ni 3 F (20sl3p8d) basis set. Energy(F H ) = -1506.869853 
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Table CLXVI. Ni 3 E ( 20sl2p9d ) basis set. Energy (Eh) = -1506.870211 
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Table C LX VII. Ni 3 F ( 20 sl 3 p 9 d ) basis set. Energy(£ H ) = - 1506.870391 
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Table CLXVIII. Ni 3 F (21sl3pl0d) basis set. Energy(£ H ) = -1506.870653 
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Table CLXIX. Ni Z F (21sl4pl0d) basis set. Energy(£//) = —1506.870716 
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Table CLXX. Ni Z F (21sl4p8d) basis set. Energy (Eh) = —1506.870031 
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Table CLXXI. Ni 3 F (22sl4pl0d) basis set. Energy(£ H ) = -1506.870765 
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Table CLXXII. Ni 3 F (22slbplld) basis set. Energy(£/j) = -1506.870831 
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Table CLXXIII. Ni 3 F (23sl5plld) basis set. Energy (E H ) = -1506.870853 
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Table CLXXIV. Ni 3 F (23sl6pl0d) basis set. Energy (E H ) = -1506.870820 
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Table CLXXV. Ni 3 F (23sl6pl2d) basis set. Energy(£ H ) = -1506.870874 


kO O O H 

^ o o o 

CM O O O 

CO o o o 

tn r— o o o 

^ CM o o o 

d d d d 


lO N ^ CO i — t 

o H kO CO kO 

o O O H ^ 

o o o o o 

o o o o o 

o q o o o 

d d d d d 


N to ^ ^ OI 
N O Oi CO CO 
i-H t— O r-H OO 
H M CO H to 
O O O r-H t— I 

o o o o o 
d d o o o 


to to ^ H o 

00 00 00 O CO 

00 00 CM o o 

O M O) N O) 

o o p o o 
d d d d d 


rf CM 05 ^ CO 

M H CO O CO 

t- ^ Ob Ttt Ob 

to 00 COO to 

(N 05 CM 05 ^ 

CM r-H CO kO CM 

d d d d © 


CO O I— IkOCMJOr— IkOOObr— f 
CM OOOfMOOCOOOOOCOO 
00 CD O © O O CM 1>- i — l co to 
1>- oOOOOOOCMkOCO 
c/5 00 OOOOOOOOOl— I 
CO 00 00000.0 0000 

^ dddddddddo 


o O CO ^ 00 CO i> CO CM CM CO 

CM OOrHkOr-HOOT— l^o 

00 o o O O CM CO O OO O N 
(U t^OOOOOOCMkOkOkO 

CJ _ i — I o O O O O O O O i — I CO 
cd ^ Ob OOOOOOOOOO 

dddddddddo 


o H05tCHtOHOOCOM^ 

o 00^ 05 05NNt005^ 

O OOOi — I CO (M h CD O N 
o OOOOOCMCOOOt— 
r-H OOOOOOOrHT^O 
w CO OOOOOOOOOr-H 

^ kO oooooooooo 
o 

CO 


eOM^O^HtOCDHOMCMQO 
CO CM O O 00 CM Ob N M O Ob CM 
CMCOCMOOOi — l CD tO CD tO tO 05 
05WtC05^t00000050005C0O 
CMtONMCOOOCONOOOOO 

O O O O t — l '*st 4 co CO O CM o © o 
dddddoooooooo 


tONO^^OOCMCM^OObCMCO 
^OkO^COMCOMCO^OOOCM 
CM O N CO 05 i — l OO (M CO 05 i — t O O 
CO t"— CM O CO t— Ob O O O O O O 
t-COOOObCOkOr-tr^OOOOO 
Oi^T-HOCMkOCOOOOOOO 

ddddddddddddd 


HOOOONCDNN^OtONtOM 

05 tO kO i — I t — lOOOOCb^CMOOO 
r^COOOr-OOCMCOi-HOOOOO 
COObt^COOOOOOOOOO 
OOObCOj — lOOOOOOOO 
CMCOCMi-HOqOOOppOO 

dddddddddoooo 


a 

v 

G 

o 

cx 

X 

W 


— :*IC0C0CDC0tCC0O5r- iCOCOHCOOOH^COCMCMCOObCO 
°^^ A ;OC0C0MOt0N 05 05(NHC0t0(MinNC0C0C0 
22£2^;^^^050^HOOCMC5H^tONCMO^CD 
^^S^SSSrA^N^CDOCMNtOQOOOtOCO^NCO 
HO'TOO^^COCOCM^. ...^^ubCO^COCMNNCO 
■'cf 1 i — i Ob i — i t-h CO kO Ob Ob CM Ob 00 Ob ... , — | f— i q 


HObOOtOCMOiHNOtO^HOtOCOCO 


CO CO 00 (M OO CM i — i^CMObxfCMi— tkOCMi — icOCOi — lOOOO 
CM 


Exponent 2p 3p Exponent 3d 

-32.941730 -3.277669 -0.706923 

45479.84 0.000011 -0.000004 775.3778 0.000093 

10752.52 0.000095 -0.000035 234.1655 0.000891 


HNtCOOOOOOblOCOI> 
^CDNOOOOCOOONCb 
H(M05NCOHCO^^O 
iOOOOCO^COHNOOCO 
O CM tO CO CM GO QO r-H r-H CM 
CD CD CD H CM CM CM CM t-H CD 

oddddddddd 


C50000H05000N05 

kCCMt-^00CM^00G5CO 

CDt0050CbObNGbCDH 

CMN^COMNN^OOCO 

HCOHO^CDMOOOM 

c^Hd^dnodd 


tONCMC0^(NC500 
OCOkOkOtONtOCO 
CM 05 tO ^ CO CM CM t- 
O O CO r— Ir-HOrHkO 
O O O H CO N CM ^ 
pOpOOOrH^H 

ddddddod 


CO CO OCO ^ O m 

CO r-H Ob CO CM CO 00 

N ^ N to CM C5 — < 

CO CO OO CO to ^ 

Tf O O I>- kO T— I 

O CM ^ CO T-h O 

oooodo 


to CO N N O M CO 

to CO ^ CO O co CM 

to to to CO CM CO to 

O CM Ob O H to Ob 

O O O CO 00 N 00 

O O O O O r-H CM 

ddddddo 


CO co CO Ob Ob 00 OO 

xf rf H N CM ^ CO 

(M 05 O N O) H O 

O Ob CO ^ O O O 

CO O kO o o © o 

COiNOpppp 

ddddddo 


^ H COHt-a5NCOOOCOCMCOtO^ 

H00O5CM^COC0NCMC0COCON00 

^CMOOhCOObOlCOOONHNO 

••COtCOOCbOOhOCM^CDOO 

05 CO OO O CO . * • CO 05 kO CO CO CM 

CO co CO CM CO CM N.. • . • • 

CO i — i kO CM t-h © CO i — i Ob 'xt 1 CM t-h O O 



Table CLXXVI. Ni 3 F (23sl6p8d) basis set. Energy (E H ) = -1506.870135 
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Table CLXXVII. Ni 3 F (24sl6pl2d) basis set. Energy(£ H ) = -1506.870885 
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Table CLXXVIII. Ni Z D (20sl2p9<f) basis set. Energy(£ H ) = -1506.823185 
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Table CLXXIX. Ni 3 D (21sUpl0d) basis set. Energy [E H ) = -1506.823725 
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Table CLXXX. Ni 3 D (22sl4pl0<2) basis set. Energy(£ H ) = -1506.823843 
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Table CLXXXI. Ni 3 D (23sl5plld) basis set. Energy(E H ) = -1506.823959 
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Table CLXXXII. Cu 2 S (20sl2p9d) basis set. Energy^) = -1638.962880 
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Table CLXXXIII. Cu 2 S ( 22sUpl0d ) basis set. Energy(E H ) = -1638.963529 
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Table CLXXXIV. Cu 2 S' (23sl5plld) basis set. Energy (E H ) = -1638.963664 
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Table CLXXXV. Cu 2 5 ( 23sl5p8d ) basis set. Energy(£ H ) = -1638.962294 
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Table CLXXXVI. Cu 2 D ( 20sl2p9d ) basis set. Energy(E H ) = -1638.949295 
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Table CLXXXVII. Cu 2 D (21al3pl0d) basis set. Energy(£ H ) = -1638.949796 
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Table CLXXXVIII. Cu 2 D (21sl4pl0d) basis set. Energy(£ H ) = -1638.949864 
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Table CLXXXIX. Cu 2 D (22sl4pl0d) basis set. Energy(E H ) = -1638.949916 
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Table CXC. Cu 2 D ( 2Ssl5plld ) basis set. Energy (Eh) = —1638.950018 
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Table CXCI. Cu 2 D (24sl6pl2<i) basis set. Energy(£ H ) = -1638.950055 
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Table CXCII. Zn J 5 (20al2p9d) basis set. Energy (£ H ) = -1777.847233 
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Table CXCIII. Zn J 5 (21al3pl0d) basis set. Energy(E H ) = -1777.847799 
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Table CXCIV. Zn a S (21sl4p8d) basis set. Energy(£ H ) = -1777.846810 
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Table CXCV. Zn ( 22slApl0d ) basis set. Energy (E H ) = -1777.847927 
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Table CXCVI. Zn *S ( 22sl5p8d ) basis set. Energy(£ H ) = -1777.846893 
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Table CXCVII. Zn J 5 (23*15plld) basis set. Energy(E H ) = -1777.848045 
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Table CXCVIII. Zn (23sl6p8d) basis set. Energy(£ H ) = -1777.846928 
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Table CXCIX. Zn 1 S (24sl6pl2d) basis set. Energy (Eh) = —1777.848087 
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Table CC. Ga 2 P (20sl5p9d) basis set. Energy(£^n) = —1923.260286 
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Table CCI. Ga 2 P (21sl6plld) basis set. Energy^n) = -1923.260738 
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Table CCII. Ge 3 P (20sl5p9d) basis set. Energy^#) = —2075.359023 
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Table CCIII. Ge 3 P (21sl6plO<2) basis set. Energy(£ H ) = -2075.359458 
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Table CCIV. As 4 S (20sl5p9d) basis set. Energy(ETf) = —2234.237946 
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Table CCV. As 4 S (21sl6pl0d) basis set. Energy (Eh) = —2234.238373 
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Table CCVI. Se 3 P (20sl5p9<f) basis set. Energy (E H ) = -2399.866873 
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Table CCVII. Se 3 P ( 21sl6pl0d ) basis set. Energy(Pn) = —2399.867316 
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Table CCVIII. Br 2 P (20sl5p9d) basis set. Energy(£ H ) = -2572.440569 
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Table CCIX. Br 2 P (21sl6pl(W) basis set. Energy^#) = —2572.441030 
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